Single-crystal X-ray study T = 295 K Mean (C-C) = 0.003 Å R factor = 0.039 wR factor = 0.111 Data-to-parameter ratio = 13.4
sulfonamido and amide H atoms and the sulfonamide, ketone and hydroxy O atoms, and O-HÁ Á ÁO hydrogen bonds between the hydroxyl group and the ketone O-atom acceptor (Table 1) .
Experimental
The title compound was prepared as previously reported (Poulsen et al., 2006) . Crystals of (I) suitable for X-ray diffraction studies were obtained by slow evaporation of a methanol solution of the compound (m.p. 476-478 K) . where P = (F o 2 + 2F c 2 )/3 (Á/) max < 0.001 Á max = 0.19 e Å À3 Á min = À0.37 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx; Ày; Àz þ 1; (ii) Àx; Ày; Àz; (iii) x; y þ 1; z; (iv) x þ 1 2 ; Ày À 1 2 ; z þ 1 2 .
Crystal data
The H atoms were positioned geometrically (C-H = 0.94-0.96 Å , N-H = 0.86-0.87 Å and O-H = 0.86 Å ) and refined as riding, with U iso (H) = 1.2U eq (carrier). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 &gt; σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.15036 (3) O11-S1-O12 119.84 (11) S1-C14-C15 119.46 (16) O11-S1-N2 106.27 (11) C13-C14-C15 120.17 (19) O11-S1-C14 107.67 (10) C14-C15-C16 119.5 (2) O12-S1-N2 106.86 (10) C11-C16-C15 121.51 (19) O12-S1-C14 108.19 (11) C1-C2-H2 119.00 N2-S1-C14 107.43 (9) C3-C2-H2 119.00 C4-O4-H4 109.00 C2-C3-H3 120.00 C8-N1-C9 125.21 (17) C4-C3-H3 121.00 C9-N1-H1 117.00 C4-C5-H5 120.00 C8-N1-H1 117.00 C6-C5-H5 121.00 H2A-N2-H2B 108.00 C1-C6-H6 119.00 S1-N2-H2B 108.00 C5-C6-H6 119.00 S1-N2-H2A 109.00 C1-C7-H7A 108.00 C6-C1-C7 121.41 (18) Symmetry codes: (i) −x, −y, −z+1; (ii) −x, −y, −z; (iii) x, y+1, z; (iv) x+1/2, −y−1/2, z+1/2; (v) x−1/2, −y−1/2, z−1/2.
